Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.050; wR factor = 0.141; data-to-parameter ratio = 21.9.
Related literature
For the pharmacological activity of chalcones, see: Matsuda et al. (2003) ; Lopez et al. (2001) ; Agarwal et al. (2005) . For related structures, see: Bibila Mayaya Bisseyou et al. (2007); Liu et al. (2005) ; Jasinski et al. (2011) . For the stability of the temperature controller used in the data collection, see: Cosier & Glazer (1986 Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 ).
(2E)-3-[4-(Benzyloxy)phenyl]-1-(pyridin-3-yl)prop-2-en-1-one
Hoong-Kun Fun, Ching Kheng Quah, Prakash S. Nayak, B. Narayana and B. K. Sarojini
Comment
Chalcones constitute an important family of substances belonging to flavonoids and isoflavonoids and are abundant in edible plants. Chalcones exhibit many pharmacological activities, including anti-leishmanial, anti-inflammatory (Matsuda et al., 2003) , anti-mitotic, anti-invasive, anti-tuberculosis, anti-fungal (Lopez et al., 2001) and anti-malarial (Agarwal et al., 2005) . Nitrogen moiety containing heterocyclic chalcones plays important roles as anti-ulcer, herbicidal, antibacterial, analgesic, sedative, anti-phlogistic and virucidal agents. The crystal structures of some chalcones derived from acetyl pyridine viz., (Z)-3-(2,6-dichlorophenyl)-1-(pyridin-3-yl)-2-(1H-1,2,4-triazol-1-yl)prop-2-en-1-one (Liu et al., 2005) , 3-(3-chlorophenyl)-1-(2-methylimidazo[1,2-a]pyridin-3-yl)prop-2-en-1-one (Bibila Mayaya Bisseyou et al., 2007) and (2E)-3-(3-bromo-4-methoxyphenyl)-1-(pyridin-2-yl)prop-2-en-1-one (Jasinski et al., 2011) have been reported. In continuation of our studies on chalcones and their derivatives, the title compound (I) was prepared and its crystal structure is reported.
The title compound ( Fig. 1 ) exists in an E configuration with respect to the C14═C15 bond [1.3217 (19) Å]. The pyridin-3-yl ring (N1/C17-C21) forms dihedral angles of 5.57 (7) and 82.30 (9)° with the benzene (C8-C13) and phenyl (C1-C6) rings, respectively. The dihedral angle between the benzene and phenyl rings is 87.69 (8)°. Bond lengths and angles are within normal ranges and are comparable to related structures (Bibila Mayaya Bisseyou et al., 2007; Liu et al., 2005; Jasinski et al., 2011) . No significant intermolecular hydrogen bonds are observed.
Experimental
To a mixture of 3-acetylpyridine (1.1 mL, 0.01 mol) and 4-benzyloxybenzaldehyde (2.12 g, 0.01 mol) in ethanol (100 mL), 15 mL of 10% sodium hydroxide solution was added and stirred at 0-5 °C for 3 h. The precipitate formed was collected by filtration and purified by recrystallization from ethanol. Single crystals were grown from acetone and toluene (1:1) mixture by slow evaporation method (m.p. 403-407 K).
Refinement
All H atoms were positioned geometrically and refined using a riding model with C-H = 0.95 or 0.99 Å and U iso (H) = 1.2 or 1.5U eq (C).
Computing details
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT (Bruker, 2009 ); program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) and PLATON (Spek, 2009 Special details Experimental. The crystal was placed in the cold stream of an Oxford Cryosystems Cobra open-flow nitrogen cryostat (Cosier & Glazer, 1986) operating at 100.0 (1) K. Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0781 (10) 0.0477 (7) 0.0865 (10) −0.0058 (6) 0.0528 (9) 0.0013 (6) C1 0.0684 (10) 0.0500 (8) 0.0743 (10) 0.0020 (7) 0.0402 (9) 0.0058 (7) 0.0595 (9) 0.0414 (7) 0.0660 (9) −0.0045 (6) 0.0407 (8) −0.0062 (6) C8 0.0407 (7) 0.0410 (6) 0.0458 (7) −0.0022 (5) 0.0237 (6) 0.0015 (5) C9 0.0504 (8) 0.0456 (7) 0.0593 (8) 0.0005 (6) 0.0372 (7) 0.0008 (6) C10 0.0479 (7) 0.0395 (6) 0.0576 (8) 0.0009 (5) 0.0321 (7) 0.0009 (5) C11 0.0384 (6) 0.0453 (7) 0.0424 (6) −0.0012 (5) 0.0209 (6) 0.0035 (5) C12 0.0489 (8) 0.0525 (7) 0.0535 (8) −0.0048 (6) 0.0342 (7) −0.0043 (6) C13 0.0510 (8) 0.0446 (7) 0.0555 (8) −0.0037 (6) 0.0330 (7) −0.0067 (6) C14 0.0465 (7) 0.0492 (7) 0.0482 (7) −0.0024 (6) 0.0284 (6) 0.0036 (6) C15 0.0560 (8) 0.0477 (7) 0.0596 (8) −0.0048 (6) 0.0390 (7) 0.0015 (6) C16 0.0510 (8) 0.0485 (7) 0.0486 (7) −0.0030 (6) 0.0320 (6) 0.0021 (6) C17 0.0433 (7) 0.0467 (7) 0.0409 (6) −0.0022 (5) 0.0238 (6) 0.0033 (5) C18 0.0607 (9) 0.0508 (8) 0.0707 (10) −0.0041 (6) 0.0447 (8) 0.0024 (7) C19 0.0721 (11) 0.0509 (8) 0.0724 (11) −0.0003 (7) 0.0397 (9) −0.0062 (7) C20 0.0771 (11) 0.0644 (10) 0.0856 (12) −0.0041 (8) 0.0582 (10) −0.0135 (8) C21 0.0640 (9) 0.0580 (8) 0.0682 (9) −0.0079 (7) 0.0469 (8) −0.0041 (7) Geometric parameters (Å, º) (18) 
